A simple correlation for predicting heats of fusion of nitroaromatic carbocyclic energetic compounds.
In this paper, it is shown that heats of fusion of nitroaromatic carbocyclic energetic compounds can be predicted by using some structural parameters. Elemental composition and the contribution of some specific polar functional groups would be needed in the new method. Predicted heats of fusion using the method described herein for 41 nitroaromatic carbocyclic compounds are compared with experimental data. Calculated heats of fusion have a root mean square (rms) deviation of 3.01 kJ/mol and average deviation of 2.35 kJ/mol for these energetic compounds.